ADF34: driver data-sets for ADAS801 calculations

Provides driver datasets for ADAS801 Cowan/O’Mullane atomic structure calculations.

Utilising subroutines :

ADAS801
Formatted files to ADF34 specification :
Database Status Date = March 17,2003 Data type = ADAS801drivers Data root = /.../adas/adas/adf34/
class library sub-libraries Members Comments
fiso_nucl /argon ar#<ion charge>
Jlithium li#<ion charge>
/xenon xe#<ion charge>
fiso_elect /belike c2, c2#a, c2#bh, c2#c
Data lines : Format:
C80 A80
for I=1,NCONFG
120, 1Z1, CTITLA(I), CFCOM(I) 215,A18,3X,A20
repeat
-1 15

variable identification

name meaning
C80 control string - preferred settings given should be retained
120 nuclear charge

171 ion charge+1



CTITLA() string for user naming convenience in output -preferred shown
CFCOM() configuration specification in Cowan/O’Mullane format

Table B34a - example.

2-5 2 10 1.0 5.d-09 b5.d-11-2 0130 1.00.65 0.0 0.5
18 4 ar 3p3 3s2 3p3
18 4 ar 3p24pl 3s2 3p2 4pl
18 4 ar 3p24fl 3s2 3p2 4f1
18 4 ar 3sl13p4 3sl 3p4
18 4 ar 3p23dl 3s2 3p2 3d1
-1




